Primer name Nucleotide sequences
TcC Ile179Asn_Fwd [a] Based on 100 ns MD-simulations that were run in duplicate. For each trajectory of wild type and variants, 38000 snapshots were analyzed for TcC and 40000 snapshots for HiC. The acceptor refers to the introduced side chain in each case.
[b] No H-bond possible.
[c] Relative abundance of weak hydrogen bond 2.37%. Relative abundance of strong hydrogen bond 1.13%.
[d] Relative abundance of weak hydrogen bond 0.21%. Relative abundance of strong hydrogen bond 0.028%.
[e] Relative abundance of weak hydrogen bond 0%. Relative abundance of strong hydrogen bond 0%.
[f] Relative abundance of weak hydrogen bond 0%. Relative abundance of strong hydrogen bond 0%. Table S3 . Average distance and angle between the reacting NH-group of the 3PA 6,6 substrate and water networks.
Variant NH---Owat distance (Å) [a] NH---Owat angle (°) [a] TcC wild type [b] , [c] 5.06 67.9
TcC I179A 
